Key indicators: single-crystal X-ray study; T = 295 K; mean (C-C) = 0.004 Å; disorder in main residue; R factor = 0.046; wR factor = 0.134; data-to-parameter ratio = 14.2.
In the title benzoate derivative, C 13 H 6 BrN 3 O 8 , the benzene rings form a dihedral angle of 80.90 (9) . The ester moiety forms dihedral angles of 3.2 (2) and 82.8 4(10) with the benzene and picryl rings, respectively. The Br atom is disordered over two positions, with the site occupancy for the minor component being 0.48 (4). The crystal structure features C-HÁ Á ÁO interactions, which generate a threedimensional network.
Related literature
For similar esters, see: Moreno-Fuquen et al. (2013) . For hydrogen bonding, see: Nardelli (1995).
Experimental
Crystal data Table 1 Hydrogen-bond geometry (Å , ). RMF thanks the Universidad del Valle, Colombia, for partial financial support.
Introduction

Experimental
Synthesis and crystallization
The reagents and solvents for the synthesis were obtained from the Aldrich Chemical Co., and were used without additional purification. The title molecule was obtained through a two-step reaction. First 4-bromobenzoic acid (0.223 g, 0.541 mmol) was refluxed in an excess of thionyl chloride (10 ml) for 1 h. Then, thionyl chloride was distilled off under reduced pressure to purify the 4-bromobenzoyl chloride which was obtained as a pale-yellow translucent liquid. The same reaction flask was rearranged and a solution of picric acid (0.115 g, 0.541 mmol) in acetonitrile, was added dropwise with constant stirring. The reaction mixture was left to reflux for about 1 h. A pale-yellow solid was obtained after leaving the solvent to evaporate. Crystals of good quality and suitable for single-crystal X-ray diffraction were grown from its acetonitrile solution. M.pt 457 (1) K.
Refinement
Crystal data, data collection and structure refinement details are summarized in Table 1 . All H-atoms were positioned at geometrically idealized positions with C-H distances of 0.93 Å, and with U iso (H) = 1.2U eq (C). The Br atom was disordered over two positions [site occupancy for the minor component = 0.48 (4)].
Results and discussion
In the present work, the structure of the 2,4,6-trinitrophenyl 4-bromobenzoate (I) has been determined and is part of a series of picryl substituted-esters compounds that have been synthesized in our research group. The molecular structure of (I) is shown in Fig In the crystal, in a first substructure, the molecules are intertwined by weak C-H···O interactions, forming helical chains along [100] . The C10 atom of the benzoate ring acts as a hydrogen-bond donor to atom O2 at (-x+1, +y+1/2, -z+3/2). Growth in this direction is reinforced by the weak C5-H5···O8 interaction, in which the C5 atom of the picryl ring acts as hydrogen-bond donor to carbonyl atom O8 at (-x+2,+y+1/2, -z+3/2). In this same substructure the C12 atom in the molecule acts as a hydrogen-bond donor to nitro-O1 atom at (-x+1, -y, -z+1), whose interaction contributes to the growth of the crystal along [010] . The combination of these three contacts generate R ( Fig. 2) . In a second substructure shown in Fig. 3 , it can be observed the formation of a chain of molecules through the weak C3-H3···O6 interactions. The C3 atom acts as hydrogen-bond donor to O6 atom of the nitro group in the molecule at (x, -y+1/2, +z+1/2), forming C(7) chains along [001] . Thus, the crystal system is a three-dimensional structure, sustained via C-H···O interactions (see Table 1 ; Nardelli, 1995) . No Br···Br interactions are found in the crystal structure. Special details Geometry. All esds (except the esd in the dihedral angle between two l.s. planes) are estimated using the full covariance matrix. The cell esds are taken into account individually in the estimation of esds in distances, angles and torsion angles; correlations between esds in cell parameters are only used when they are defined by crystal symmetry. An approximate (isotropic) treatment of cell esds is used for estimating esds involving l. 
Computing details
